Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.041; wR factor = 0.115; data-to-parameter ratio = 18.6.
In the title compound, C 16 H 14 Br 2 S 2 [systematic name: 1 2 ,5 2 -dibromo-2,7-dithia-1,5(1,4)-dibenzenaoctaphane], the centroids of the two benzene rings are separated by 3.313 (5) Å . The crystal packing exhibits weak intermolecular SÁ Á ÁS contacts of 3.538 (2) Å .
Related literature
For the preparation of the title compound, see: Wang et al. (2003 Wang et al. ( , 2006 . For a related structure, see: Huang et al. (2010) .
Experimental
Crystal data C 16 H 14 Br 2 S 2 M r = 430.21 Orthorhombic, Pbca a = 9.0563 (11) Å b = 13.8931 (17) Å c = 24.641 (3) Å V = 3100.4 (7) Å 3 Z = 8 Mo K radiation = 5.49 mm À1 T = 298 K 0.26 Â 0.20 Â 0.10 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) 
Comment
As a contribution to a structural study of dithia[3.3]paracyclophane derivatives with the bromine sustituents (Huang et al., 2010) , herewith we present the crystal structure of the title compound ( Fig. 1) .
The short distance of 3.313 (5) Å between the centroids of two benzene rings is less than the normal packing distance (3.4 Å) between the aromatic rings in organic compounds, thus supporting potential transannular π-π interaction between the rings in the cyclophane unit.
Experimental
The dithiaparacyclophanes were prepared by coupling the corresponding pair of dithiol and dibromide under high dilution conditions (Wang et al., 2003 (Wang et al., , 2006 . A solution with equimolar amounts of the dithiol and the dibromide in degassed THF (500 ml) was added dropwise under N 2 over 12 h to a refluxing solution of K 2 CO 3 (5 equiv) in EtOH (1.2 L). After an additional 2 h at the reflux temperature, the mixture was cooled and the solvent were removed. The resulting residue was treated with CH 2 Cl 2 (300 ml) and water (300 ml).The organic phase was separated, the aqueous extracted with CH 2 Cl 2 three times. The combined organic layers were dried over Na 2 SO 4 , then solvent was removed, and the resulting solid was chromatographed on silica gel using CH 2 Cl 2 petroleum ether (1:1, v/v) as eluent.
Refinement
All H atoms were initially located in a difference map, but were constrained to an idealized geometry. Constrained bond lengths and isotropic displacement parameters: (C-H =0.93 Å) and U iso (H) =1.2U eq (C) for aromatic H atoms, and (C-H =0.97 Å) and U iso (H) =1.2U eq (C) for methylene, and (C-H =0.96 Å) and U iso (H)=1.5U eq (C) for methyl. (2) −0.005 (2) 0.002 (2) −0.006 (2) S1 0.0477 (7) 0.0482 (7) 0.0658 (8) −0.0043 (6) 0.0279 (6) −0.0069 (6) S2 0.0453 (7) 0.0557 (7) 0.0481 (6) −0.0039 (6) 0.0205 (5) −0.0097 (6) Geometric parameters (Å, °) 1.370 (5) C11-C12 1.377 (5) C3-H3 0.9300 C11-H11 0.9300 C4-C5 1.398 (5) C12-C13 1.377 (5) C4-C7 1.508 (5) C12-C15 1.514 (6) C5-C6 1.364 (5) C13-C14 1.370 (6) C5-H5 0.9300 C14-H14 0.9300 C6-H6 0.9300 C15-S2 1.809 (5) C7-S1 1.800 (4) C15-H15A 0.9700 C7-H7A 0.9700 C15-H15B 0.9700 C7-H7B 0.9700 C16-S2 1.827 (4) C8-C9 1.498 (6) C16-H16A 0.9700 C8-S1 1.811 (4) C16-H16B 0.9700 C6-C1-C2 116.1 (3) C10-C9-C8 121.3 (4) C6-C1-C16 119.9 (4) C14-C9-C8 120.5 (4) C2-C1-C16 123.8 (3) C9-C10-C11 121.1 (4) C1-C2-C3 121.7 (3) C9-C10-H10 119.5 C1-C2-Br1 120.9 (3) C11-C10-H10 119.5 C3-C2-Br1 117.4 (3) C12-C11-C10 121.4 (4) C4-C3-C2 120.4 (4) C12-C11-H11 119.3 C4-C3-H3 119.8 C10-C11-H11 119.3 C2-C3-H3 119.8 C11-C12-C13 116.2 (3)
